C 28 H 23 F 2 N 3 OS, monoclinic, I2/a (no. 15), a = 20.3481(8) Å, b = 10.2647(4) Å, c = 23.6975(11) Å, β = 105.317(5)°,
CCDC no.: 1920669
The crystal structure is shown in the figure. Table 1 contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters. 
Source of materials
The title compound was synthesized from reaction of an equimolar mixture of 7-(4-fluorobenzylidene)-3-(4fluorophenyl)-3,3a,4,5,6,7-hexahydro-2H-indazole and benzoyl isothiocyanate in anhydrous ethanol under reflux for 2 h. The crude product was recrystallized from dimethylformamide to give colourless crystals in 82% yield (Mp. 246-248°C).
Experimental details
All hydrogen atoms were placed in calculated positions and refined using a riding model. The N-H bond was fixed at 0.86 Å (AFIX 43 instruction in SHELXL [2, 3] ), with displacement parameters set to 1.2 times Ueq(N). C-H distances for sp 2 carbon atoms were set to 0.93 Å (AFIX 43) and U iso (H) set to 1.2 times Ueq(C). The methine C-H distance was set to 0.98 Å (AFIX 13) and U iso (H) set to 1.2 times Ueq(C). The methylene C-H distances were set to 0.97 Å (AFIX 23) and U iso (H) set to 1.2 times Ueq(C). The phenyl ring is disordered and was refined with restrained geometry to form regular hexagons and restrained displacement parameters (6) Occupancies: a = 0.521(5), b = 0479(5).
(DFIX,SIMU) to give final occupancies of 0.479(5) and 0.521 (5) for the two components.
Discussion
Many pyrazole derivatives have been synthesized and found to display antimicrobial, antiviral, anti-inflammatory, insecticidal and herbicidal activities [5] [6] [7] [8] . The structure of the title compound has been obtained as part of a study of these materials [9] . The asymmetric unit consists of one molecule of the title compound (see the figure) . [11] in which the pyrazolyl rings are in envelope conformation. An intramolecular N-H· · · N contact is observed (N3· · · N2 distance of 2.575(2) Å; N3-H3A· · · N2 angle of 112.8°). Two molecules related by inversion symmetry are linked by weak non-classical C-H· · · O interactions (C17· · · O1 distance of 3.427(3) Å and C17-H17· · · O1 angle of 158.4°) to form R 2 2 (10) rings. Comparably weak C-H· · · S interactions also occur in the structure with C27· · · S1 distances of 3.676(3) Å and C27-H27· · · S1 angles of 139.7°.
